Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.029; wR factor = 0.079; data-to-parameter ratio = 12.3.
The title complex, {[Ni(C 7 H 7 N 4 O 2 )]OH} n , has been prepared through hydrothermal synthesis. The asymmetric unit contains one [Ni(TH)] + cation (TH is the theophylline anion) and one hydroxide anion. The Ni 2+ ion is coordinated by two N atoms from two neighboring theophylline anions. The alternating linkage of the Ni 2+ cation and theophylline anion results in a one-dimensional chain along the [010] direction. Intermolecular O-HÁ Á ÁO hydrogen bonds are present n the crystal structure.
Related literature
For related literature, see: Horikoshi & Mochida (2006) ; Robin & Fromm (2003) .
Experimental
Crystal data [Ni(C 7 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINTPlus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: PLATON.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: AT2551).
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The rational design, synthesis and characterization of coordination polymers construct from transition metal ions, especially the first-row transition metal, and various organic ligands linked with covalent bonds have still been actively researched as one of highly topical research areas aiming to obtain fascinating structures as well as special properties such as magnetism, catalysis, molecular recognition, ion exchange, nonlinear optical behavior and electrical conductivity (Robin & Fromm, 2003; Horikoshi & Mochida, 2006) . Herein we present a one-dimensional,linear transition metal complexes, namely
Each asymmetry unit of the title compound (I) consists of one [Ni(TH)] + cation and one isolated hydroxyl anion ( Fig.1 ).
Ni 2+ adopts a two-coordinate coordination mode and coordinated by two nitrogen atoms from two neighboring theophylline anions with average Ni-N length 1.861° and N-Ni-N angle 177.25° (Table 1) , respectively. The short Ni-N distances in the compound are caused by the low coordination numbers and highly positive charges. The alternate linkers of Ni 2+ ion and theophylline anion within which two adjacent anions are in the trans-position finally give rise to a one-dimensional chain ( Fig.2 ). To best of our knowledge, the title complex is firstly reported. We found 3,5-dinitrobenzoic acid takes an key role in controlling the formation of the title compound. If 3,5-Ddinitrobenzoic acid was not added into the reaction system, the compound can't be obtained. Moreover, we also found basic medium NaOH must be added into the reaction system. Otherwise these compounds can't be prepared. We think that 3,5-dinitrobenzoic acid here acts as a reaction template.
Additionally, the effect of the basic medium (NaOH) made NH group of theophylline deprotonate leading to the formation of a monoanionic bidentate ligand.
Experimental
A mixture of NiCl 2 .6H 2 O (0.50 mmol, 0.12 g), 3,5-dinitrobenzoic acid (0.50 mmol, 0.110 g), theophylline monohydrate (0.50 mmol, 0.09 g), NaOH (0.5 mmol, 0.02 g) and H 2 O (20 ml) in the mole ratio 1:1:1:1:2 were heated in a Teflon-lined steel autoclave inside a programmable electric furnace at 1433 K for 72 h. After cooling the autoclave to room temperature for 36 h, brown crystals suitable for single-crystal X-ray diffraction were obtained.
Refinement
H atoms bonded to O atom were located from the difference maps and refined with distance restraints O-H = 0.82 (1) Å.
All the remaining H atoms were positioned geometrically, with C-H = 0.93-0.96 Å, and refined as riding, with U iso (H) = 1.2U eq (aromatic C) or 1.5U eq (methyl C).
supplementary materials sup-2 Figures   Fig. 1 . Asymmetry structural unit of (I). Displacement ellipsoids for non-H atoms are drawn at the 30% probability level. 
Special details
Geometry. All e.s. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

